Comment
The study of the molecular distortions induced by placing a nucleophilic functional group close to an electrophilic functional group in the same molecule has given insight into the early stages of reaction coordinates (Btirgi & Dunitz, 1994) . For example, in perisubstituted naphthalenes bearing a dimethylamino group and a carbonyl-containing functional group, the 1,5 interaction between the amino-N atom and carbonyl-C atom models an early stage in the addition of a nucleophile to the carbonyl bond and small pyramidalizations of the carbonyl-C atom's bonding geometry are observed (Schweizer et al., 1978) . We have been investigating interactions involving alkyne groups (Pilkington et al., 1995) . 1,5 interactions between nitro-O atoms and alkynyl-C atoms have been observed in (I) and (lI), both of which show trans distortions of the triple bonds, as
The overall structure is almost planar, and the interplanar angle between the nitro group and the attached aromatic ring is only 9.93 (16) °. As in (I) and (II) there is a short 1,5 contact between a nitro-O atom and the closest C atom of the dialkyne ~roup. The distance between these atoms is 2.636(2) A, and is very similar to those in (I) [2.642 (2)A] and (II) [2.662 (4) and 2.772 (4),~,]. The dialkyne group deviates from linearity by 7.28 (13) ° at the C atom involved in the interaction such that this C atom is displaced from the vector connecting its two neighbours towards the O atom. However, unlike the structures of (I) and (II), there is no significant deviation from linearity at any of the other three Csp atoms, where the bond angles lie in the range 178.60 (13) to 179.43 (13) ° . There is no difference in the bond lengths of the two alkyne groups [1.203 (2),4,]. Furthermore, the structure contains no unusually short intermolecular contacts.
In structures (I) and (II), the bending induced at the alkyne-C atom not directly involved in the interaction is interpreted as being due to the start of the development of in-plane sp 2 lone-pair electron density as a result of the incipient nucleophilic addition to the other end of the triple bond. In (III), this feature need not be so localized since the developing lone-pair electron density would be able to conjugate with the 7r system of the second triple bond. This would account for the absence of a second bend in the dialkyne group. Alternatively, it could be argued that only a single bend is required to minimize repulsion between the two groups and, in particular, to increase the distance between O1 and the second alkyne-C atom, C2, to 3.201 (2) A. However, if repulsive interactions were operating at ca 3.0 ,~,, it would have been expected that the nitro group would have rotated out of coplanarity with the molecule to relieve the much shorter, and presumably more repulsive, O1..-C1 contact. In fact, the ortho substituents are splayed apart in the plane of the molecule, but this only indicates that the O1...C1 interaction is repulsive at separations below 2.636 (2) ~,.
Four FECDAS (Kaflory et al., 1987) and PECBAA (Anthony et al., 1993) ].
It is important to recognize that a final conclusion about the type of nitro/dialkyne interaction observed in (III) can only be made from a series of structures, since the crystal packing arrangement could be responsible for small distortions to a particular molecular structure. 
C16H9NO2
The structure was solved using direct methods and refined by the full-matrix least-squares technique. All non-H atoms were refined with anisotropic displacement parameters. Weights calculated from counting statistics were employed as it was found that they provided a reliable estimate of the experimental error. The resulting averaged values of w(AF) 2 as a function of sin0 and F 2 did not show any significant variations. Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1994) . Cell refinement: CAD-4 EXPRESS. Data reduction: DREADD (Blessing, 1987) . Program(s) used to solve structure: SHELXS86 (Sheldrick, 1990) . Program(s) used to refine structure: SHELXL93 (Sheldrick, 1993) . Molecular graphics: OR-TEPIII (Johnson & Burnett, 1996) .
